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- Atomic coordinates for the non-hydrogen atoms of
compound 6.

Table S1.

Atom X y z

PdA -0.23163(2) -0.34396(2) =0.46158(1)
PdB 0.10096(2) -0.08675(2) 0.24483(1)
PdC 0.20355(2) 0.63271(2) 0.04641(1)
cla -0.33832(7) -0.25145(7) -0.55618(3)
C1B -0.00908(7) -0.16757(6) 0.16155(3)
clc 0.36630(8) 0.51841(8) 0.11073(4)
N1A -0.6072(2) -0.3377(2) =-0.4955(1)
N2A -0.1405(2) ~0.4318(2) -0.38445(9)
N1B 0.3234(2) —0;1357(2) 0.2225(1)
N2B 0.1941(2) =-0.0217(2) 0.31742(9)
N1cC 0.0081(2) 0.5537(2) 0.08557(9)
N2C 0.0616(3)  0.7224(2) =-0.0102(1)
cia 0.0544(3) =-0.2828(2) -0.5513(1)
c2a 0.2005(3) =0.2844(2) =-0.5645(1)
C3A 0.2886(3) =-0.3444(3) -0.5187(2)
c4A 0.2270(3) =-0.4058(2) -0.4612(1)
c5A 0.0790{3) =0.4011(2) =-0.4505(1)
C6A 0.002£(3) =0.4592(2) =0.3904(1)
c7A 0.0657(3) =~0.5382(2) -0.3415(1)
c8a -0.0199(3) =-0.5845(3) =-0.2876(1)
coA -0.1640(3) -0.5539(3) =-0.2818(1)
C10A -0.2262(3) -0.4745(2) -0.3314(1)
C11A ~0.3782(3) -0.4240(3) -0.3322(1)
C12A -0.4135(3) -0.3832(3) =-0.4065(1)
C13A -0.4863(4) -0.5140(4) =-0.3012(2)
C14A -0.3838(4) -0.3166(3) =-0.2910(2)
C1B 0.3817(3) =-0.1909(3) 0.1709(2)
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C2B

C3B
C4B

C5B
C6B
C7B
csB
C9B
C10B
C11B
C12B
C13B
C14B
cic
c2c
c3c
cac
csc
céC
c7c
csc
coc
c1oc
ciic
ci2c
c13c

C14cC

0.5283(4)

0.6164(3)

0.5559(3)
0.4100(3)
0.3363(3)
0.3993(3)
0.3154(4)
0.1702(4)
0.1095(3)
-0.0414(3)
-0.0803(3)
-0.1537(4)
-0.0408(4)
-0.0121(3)
-0.1466(3)
-0.2657(3)
~0.2463(3)
-0.1085(3)
-0.0763(3)
-0.1755(4)
-0.1283(4)
0.0102(5)
0.1095(4)
0.2627(4)
0.3451(4)
0.3401(5)

0.2555(5)

—0.2205(3)
-0.1928(3)
-0.1376(3)
-0.1087(2)
-0.0464(2)
-0.0145(3)
0.0421(3)
0.0678(2)
0.0358(2)
0.0627(2)
~-0.0305(2)
0.0665(3)
0.1846(3)
0.4716(2)
0.4349(3)
0.4811(3)
0.5625(3)
0.5995(2)
0.6906(2)
0.7413(3)
0.8275(3)
0.8601(3)
0.8064(3)
0.8384(3)
0.7327(3)
0.8698(4)

0.9455(3)

0.1658(2)
0.2141(2)
0.2677(2)
0.2705(1)
0.3246(1)
0.3806(1)
0.4275(1)
0.4181(1)
0.3616(1)
0.3398(1)
0.2941(1)
0.3995(2)
0.2991(2)
0.1385(1)
0.1606(1)
0.1274(2)
0.0717(1)
0.0526(1)
-0.0040(1)
-0.0479(2)
-0.0975(2)
-0.1022(2)
-0.0575(1)
-0.0512(2)
-0.0123(2)
-0.1205(2)

-0.0097(2)
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Table S2.

- Atomic coordinates

compound 7.

Atom

Pd
Cl
N1
N2
C1
Cc2
C3
C4
C5
Ccé6
c7
cs8
co

Clo0

Cl1

cl2

C13

C14

C15

X

-0.00078(2)
—0.19579(8)
0.1768(2)
0.1833(2)
0.1636(4)
0.2869(4)
0.4258(4)
0.4415(3)
0.3135/(3)
0.3169(3)
0.4468(3)
0.4420(3)
0.3087(3)
0.1796(3)
0.0372(3)
-0.1041(3)
~-0.15G5(3)
-0.2272(4)

-0.0726(4)

for the non-hydrogen atoms of

Y

-0.14571(2)
-0.26481(7)
-0.2555(2)
-0.0554(2)
-0.3542(2)
~0.4208(3)
~0.3870(3)
-0.2864(3)
-0.2218(2)
-0.1130(2)
-0.0735(3)
0.0286(3)
0.0906(3)
0.0478(2)
0.1168(2)
0.0484(2)
~0.0346(2)
0.1412(3)

-0.0199(3)

2

-0.08408 (1)
-0.05873(6)
-0.0104(1)
-0.1071(1)
0.0396(2)
0.0806(2)
0.0695(3)
0.0174(2)
~0.0214(2)
-0.0789(2)
-0.1023(2)
-0.1550(2)
-0.1799(2)
-0.1542(2)
-0.1777(2)
-0.2255(2)
-0.1574(2)
-0.2589(2)

-0.3096(2)

f@_2000 American Chemical Sdciety, Organometallics, Zucca om0002390 Supporting Info Page 3



@2000 American Chemi(_:al Society, Organometallicé, Zucca om0002390 SUpporting_ Info Page 4
: ‘ o o S . S . ' 5

Table S3.

- Positional and thermal parameters for the hydrogen

atoms of compound 6.

Atom

H1A
H2A
H3A
H4A

H5A

"H6A

H7A'
HSA
H9A
H10A
H11lA
H12A
H13A
H14A
H15A
H1B
H2B
H3B
H4B
H5B
H6B
H7B
H8B
H9B
H10B

H11B

=0.0069

0.2414

0.3926

0.2873

0.1678

0.0225

-0.2230

=0.4593

-0.4783

-0.4820

-0.4625

-0.5829

-0.3149

0.7193

0.6153

0.5017

0.3578

0.1111

=0.1233

-=0.1481

-0.1548

=-0.1285

v
=0.2400
=0.2435
-0.3439
-0.4512
-0.5599
-0.6397
-0.5868
-0.4460
-0.3137
-0.5809
-0.5405
=-0.4775
=0.2600
-0.2797
-0.3427
=0.2105
-0.2606
=-0.2117
-0.1193
-0.0316

0.0638

0.1082
-0.0966

0.0045
-0.0102

0.1253

-0.5839
-0.6056
-0.5263
-0.4290
~0.3453
-0.2532
-0.2434
-0.4249
-0.4076
~0.3273
-0.2554
-0.3011
-0.3109
-0.2908
-0.2451
0.1366
0.1282
0.2105
0.3030
0.3866
0.4672
0.4508
0.3212
0.2619
0.4255

0.4277

8.10
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H12B -0.2485 0.0867 0.3827 6.96
H13B . 0.0297 0.1829 0.2614 6.26
H14B -0.1357 0.2046 0.2825 6.26
H15B -0.0157 0.2431 0.3276 6.26
H1C 0.0712 0.4374 0.1616 4.74
H2C -0.1578 0.3767 0.1994 5.74
H3C ~0.3617 0.4567 0.1429 5.85
H4c -0.3279 0.5934 0.0463 5.23
H5C -0.2747 0.7176 ~0.0443 6.58
H6C -0.1556 0.8649 -0.1291 7.69
H7C 0.0408 0.9211 -0.1369 7.64
H8C 0.3962 0.6849 -0.0440 6.64
HoC 0.4136 0.7625 0.0156 6.64
H10C 0.3437 0.8018 -0.1459 10.49
H11cC 0.2876 0.9351 -0.1446 10.49
Hi2C 0.4374 0.8922 -0.1146 10.49
H13C 0.2065 0.9243 0.0337 9.46
Hl4cC 0.3525 0.9682 ~0.0033 9.46
H15C - 0.2027 1.0111 -0.0333 9.46

Parameters without esd were not refined.
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Table S4. - Positional and thermal parameters for the hydrogen.
atoms of compound 7. '

Atom X y z B(42)
H1 0.0646 -0.3789 0.0469 5.12
H2 0.2749 ~0.4909 0.1168 6.30
H3 0.5135 -0.4331 0.0978 6.68
H4 0.5395 -0.2617 0.0083 5.71
H7  0.5403 ~0.1165 ~0.0820 5.42
H8 0.5314 0.0566 -0.1744 6.13
H9 0.304¢ 0.1638 -0.2152 5.49
H111 0.0523 0.1812 ~0.2187 4.67
H112. 0.0180 0.1495 -0.1203 4.67
H131 ~0.1950 0.0142 -0.1132 4.38
H132 -0.2369 ~0.0832 -0.1923 4.38
H141 -0.2474 0.1846 -0.2058 5.80
H142 ~0.1939 0.1963 ~0.3012 5.80
H143 ~0.3180 0.1013 ~0.2906 5.80
H151 0.0052 -0.0787 -0.2887 5.59
H152 -0.1635 -0.0596 -0.3413 5.59
H153 -0.0394 0.0354 -0.3518 5.59

———-—_————_————_-——_—-_—_——_————_—__—.-_—...———--——————————-———-—.—-—__

Parameter without esd were not refined.




© _2000 American Chémi(_:al' Society, Organometallics, Zucca om0002390 Supporting Info Page 7

Tabie S5. - Anisotropic thermal parameters (U’s) for the
non-hydrogen atoms of compound 6.

‘Name U(1,1) U(2,2) U(3,3)  U(1,2) U(1,3 U(2,3)

PdA 0.03980(8) 0.04604(9) 0.03780(8)=-0.00497(7)-0.00673(7) 0.00346(7)
PdB 0.04352(8) 0.03872(8) 0.03608(8)-0.00243(7)-0.00636(7)-0.00262(7)
PdC 0.0483(1) 0.04861(9) 0.03982(8)—0.00461(8)—0.00372(é)—o.00561(8)
ClA 0.0551(3) 0.0705(4) 0.0495(3) 0.0000(3) —0.0140(5) 0.0123(3)
C1B 0.0600(3) 0.0529(3) 0.0457(3) -0.0055(3) -0.0121(3) -0.0091(3)
clc o 0.0468(3) 0.0898(5) 0.0697(4) 0.0041(4) -0.0149(3) -0.0007(4)
N1A '0.045(1) 0.03?6(9) 0.0443(9) -0.0057(8) -0.6662(8) 0.0000(8)
N2A 0.046(1) 0.045(1) 0.0371(9) -0.0084(8) -0.0080(8) 0.0004(8)
N1B 0.048(1) 0.048 (1) 0.051(1) =-0.0018(9) -0.0031(9) -0.0070(9)
N2B 0.052(1) 0.0398(9) 0.0383(9) -0.0071(8) -0.0059(8) 0.0002(8).
N1C 0.047(1) 0.045(1) 0.0387(9) 0.0035(9) -0.0065(8) -0.0067(8)
N2C 0.076(1) 0.039(1} 0.0374(9) .0.003(1) —0.008(15 -0.0032(8)
cla 0.057(1) 0.043 (1) 0.051(1) =-0.009(1) =0.002(1) 0.003(1)
C2A 0.063(2) 0.052(1) 0.061(2) =-0.016(1) 0.007(1) 0.003(1)
C3A 0.048(1) 0.068(2) 0.073(2) =-0.011(1) 0.004(1) =-0.006(1)
C4A 0.044(1) 0.056(1) 0.064(1) -0;004(1) -0.007(1) =0.005(1)
C5A 0.046(1) 0.037(1) 0.046(1) =-0.0062(9) -0.008(1) =-0.0053(9)
C6A 0.045(1) 0.041(1) 0.043(1) =-0.006(1) =-0.0106(9) —-0.0044(9)
c7a 0.058(1) 0.049 (1) 0.055(1) =0.002(1) -0.019(1) 0.000(1)
C8A 0.078(2) 0.053(1) 0.049(1) ~-0.003(1) -0.019(1) 0.009(1)
C9A 0.075(2) 0.063(2) 0.043(1) =-0.015(1) =-0.009(1) 0.006(1)
cioa 0.057(1) 0.056(1) 0.039(1) =-0.016(1) =0.005(1) 0.001(1)
CliA 0.051(1) 0.072(2) 0.044(1) -0.011(1) 0.001(1) 0.002(1)
cl2A 0.044(1) 0.075(2) 0.050(1) -0.006(1) =-0.003(1) 0.004(1)
C13A 0.068(2) 0.116(3) 0.068(2) =-0.032(2) }0.007(2) 0.016(2)

C1l4A 0.076(2) 0.095(2) 0.060(2) 0.008(2) 0.002(2) =-0.016(2)
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C2B ©0.070(2)  0.079(2)  0.077(2)  0.008(2)  0.015(2) =-0.012(2)
C3B 0.049(2) 0.082(2) 0.091(2)  0.002(2) 0.0d5(2) -o.b05(2)
C4B 0.049(1) 0.067(2) 0.080(2) =-0.007(1) =-0.005(1) =-0.003(2)
C5B 0.046(1) 0.046(1) 0.055(1) =0.007(1) =-0.008(1)  0.002(1)
c6B 0.049(1) 0.043(1) 0.046(1) -0.008(1) =-0.010(1) 0.063(1)
c7B 0.064(1) 0.053(1) 0.060(1) =-0.009(1) =-0.025(1) 0.003(1j
c8B 0.084(2) 0.059(1) 0.048(1) =-0.009(1) =-0.022(1) =-0.006(1)
C9B 0.085(2) 0.052(1) 0.042(1) =-0.005(1) =0.010(1) =—0.009(1)

 C10B 0.064 (1) o.o37(i) 0.038(1) =-0.007(1) =-0.002(1) ~0.0023(9)
CilB : 0.058(1)A 0.045(1) 0.044(1); 0.001(1) ‘40;001(1) -0.005(1)
C12B 0.048(1) 0.049(1) 0.047(1) =-0.001(1) =-0.004(1) -—0.003(1)
C13B 0.075(2) 0.081(2) 0.064(2) 0.001(2) 0.012(2) -0.021(1)
C14B 0.082(2)  0.046(1)  0.070(2)  0.004(1) =-0.016(2)  0.001(1)
cic 0.053(1) 0.052(1) 0.044(1) 0.001(1) =-0.007(1) =-0.000(1)
c2c 0.063(2) 0.064(2) 0.052(1) =-0.005(1) =-0.002(1) ©0.003(1)
c3c 0.048(1) 0.074(2) 0.064(2) =-0.004(1) 0.003(1) =-0.016(1)
cac 0.046(1) 0.063(1) 0.059(1) 0.008(1) =-0.010(1) =-0.016(1)
csc 0.053(1) 0.044(1)  0.043(1) 0.009(1) =-0.009(1) =-0.0138(9)
ceéc 0.062(1) 0.044(1) 0.045(1) 0.010(1) =-0.009(1) =-0.010(1)
c7c 0.086(2) 0.062(2) 0.061(2) 0.020(2) =-0.022(1) =-0.008(1)
csc 0.105(2) 0.070(2) 0.066(2)  0.021(2) =0.024(2)  0.005(2)
coc 0.134(3) 0.047(2) 0.057(2) 0.005(2) =-0.014(2) 0.011(1)
cioc 0.098(2) 0.046(1) 0.050(1) =-0.001(1) =-0.005(1) -0.005(1)
ci1c 0.103(2) 0.059(2)  0.062(2) =0.021(2)  0.004(2) =-0.001(1)
ci2C 0.075(2) ©0.073(2) 0.064(2) =-0.020(2) 0.010(2) =-0.010(1)
ci3c 0.136(3) 0.116(3) 0.077(2) =-0.043(3) 0.011(2) 0.016(2)
c14cC 0.140(3) 0.062(2) . 0.102(3) <£0.028(2) =-0.013(3) =-0.014(2)

The form of the anlsotroplc dlsplacement parameter is:
exp[-27%{h%aU(1,1) + k?b2U(2,2) + 1%c?U(3,3) + 2hkabU(1,2) + 2hlacU(1,3)
+ 2k1lbcU(2,3)}] where a,b, and c are reciprocal lattice constants.
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Table S6. - Anisotropic thermal parameters (U’s) for the
non-hydrogen atoms of compound 7.

Name U(1,1) 'U(2,2). U(3,3) U(1,2) U(1,3) ﬁ(2,3)
Pd 0.03983(8) 0.03840(8) 0.03541(8)=-0.00157(8) 0.01229(6) 0.00316(8)
cl 0.0503(3) 0.0572(4) 0.0832(4) -0.0086(3) 0.0202(3) 0.0173(3)
N1 0.049(1) 0.045(1) 0.039(1) 0.0010(9) 0.0121(8) 0.0016(9)
N2 0.043(1) 0.0395(2) 0.0369(9) -0.0031(9) 0.0113(8) -0.0021(8)
Cl 0.065(2) 0.049(1) 0.050(1) 0.001(1) 0.016(1) 0.008(1)
c2 0;051(2) 0.051(2) 0;064(2) 0.008(2) 0.008(2) 0.014(1)
c3 0.066(2) 0.065(2) 0.075(2) 0.017(2) 0.002(2) 0.011(2)
ca 0.052(2) 0.061(2) 0.067(2) 0.007 (1) 0.009 (1) 0.003(2)
cs5 0.046(1) 0.044(1) 0.042(1) -0.000(1) 0.009(1) =-0.002(1)
c6 0.043 (1) 0.047(1) 0.042(1) =-0.005(1) 0.011(1) -0.006(1)
c7 0.044 (1) 0.066(2) 0.062(2) =-0.006(1) 0.012(1) 0.004 (1)
cs 0.050(1) 0.075(2) 0.073(2) =-0.013(1) 0.020(1) 0.007(2)
(o] 0.057(2) 0.057(2) 0.062(2) =-0.014(1) 0.018(1) 0.007 (1)
cio 0.052(1) 0;041(1) 0.042(1) =-0.008(1) 0.013(1) -0.002(1)
Cc11 0.058 (1) 0.037(1) 0.055(1) =0.001(1) 0.017(1) 0.003 (1)
c12 0.052(1) 0.046(1) 0.037(1) 0.006(1) 0.013(1) 0.005(1)
Cc13 0.042(1) 0.050(1) 0.046(1) 0.005(1) 0.009(1) 0.009(1)
Cc14 0.067(2) 0.059(2) 0.059(2) 0.011(1) 0.015(1) 0.018(1)
Cc15 0.072(2) 0.066(2) 0.039(1) 0.006(2) 0.013(1) =-0.003(1)

The form of the anisotropic dlsplacement parameter is:
2y(2,2) + 14c®U(3,3) + 2hkabU(1,2) + 2hlacU(l,3)
and c are reciprocal lattice constants.

exp(-27¢ {h%a%U(1,1) + k%b
+ 2k1bcU(2,3)}]

where a,b,
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Table S7. - Full list of bond distances and angles for
compound 6. :

Intramolecular Contacts
PDA CLA 2.3207 * 0.0010 ( 100 0)
PDA N1ia 2.1548 * 0.0019 ( 100 0)
DA N2A 1.9623 * 0.0019 ( 100 0)
PDA ciz2a 2.0033 = 0.0026 ( 100 0)
CLA PDA N1aA 100.23 * 0.10 ( 100 0) ( 100 0)
CLAa PDAa N2A 176.24 * 0.10 ( 100 0) ( 1 0 0 0)
CLA PDA Cl2A 97.57 + 0.10 ( 10 0 0) ( 1 0 0 0)
N1la PDA N2A 79.27 £ 0.10 ( 100 0) ( 10 0 0)
N1A PDA ciza . 161.92 * 0.10 ( 1 0.0 0) { 1 0 0 0)
N2A PDA~ Clz2Aa _ 82.75 * 0.10 ( 100 0) ( 100 0)
PDB CLB 2.3056 * 0.0010 ( 1 00 0)
PDB N1B 2.1465 = 0.0021 ( 100 0)
PDB N2B 1.9668 = 0.0021 ( 10 0 0)
PDB C12B 2.0116 * 0.0025 ( 100 0)
CLB PDB N1B 101.13 * 0.10 ( 100 0) ( 10 0 0)
CLB PDB N2B 178.49 * 0.10 ( 1 00 0) ( 100 0)
CLB PDB Ci2B 97.16 £ 0.10 ( 1000) ( 1 0 0 0)
N1B - PDB N2B 78.91 * 0.10 ( 100 0) ( 100 0)
N1B PDB C12B 161.11 + 0.10 ( 1.0 0 0) ( 1 0 0 0)
N2B PDB Cl2B 82.69 * 0.10 ( 100 0) ( 100 0)
PDC CLC 2.3079 * 0.0010 ( 100 0)
PDC NicC 2.1354 * 0.0020 ( 100 0)
PDC N2C 1.9676 * 0.0022 ( 100 0)
PDC cia2cC 2.0206 * 0.0032 ( 1 0.0 0)
CLC PDC Ni1cC 89.49 * 0.10 ( 1 0 0 0) ( 100 O)
CLC PDC N2C 176.94 * 0.10 ( 100 0) (. 100 0)
CLC ’ PDC cizc 98.58 * 0.10 ( 1 00 0) ( 1 00 0)
N1C PDC N2C 78.92 + 0.10 ( 100 0) ( i1 00 0)
Nic PDC cilz2c 161.64 + 0.11 ( 10 0 0) ( 10 0 0)
N2C PDC cizacC 82.87 £ 0.11 ( 100 0) ( 100 0)
N1A ClAa 1.3338 = 0.0031 ( 100 0)
N1lA CSA 1.3661 £ 0.0030 ( 100 0)
PDA N1A ClA 129.95 * 0.17 ( 1 0 0 0) ( 100 0)
PDA N1A C5a 111.41 %= 0.14 ( 100 0) ( 100 0)
ClAa N1A C5A 118.64 + 0.21 ( i 00 0) ( 1 0 0 0)
N2A ‘C6A 1.3520 = 0.0031 { 100 0)
N2A Cl10A 1.3497 * 0.0030 ( 1 0 0 0)
PDA N2A C6A 118.19 * 0.15 ( 100 0) ( 100 0)
PDA N2A C10A 118.45 *+ 0.16 ( 10 0 0) ( 100 0)
CeA N2A C10A 122.82 = 0.20 ( 100 0) ( 1 0 0 0)

N1B C1B 1.3407
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PDB
PDB
C1B

N2B
N2B

PDB
PDB
C6B

NiC
NicC
PDC
PDC
cic

Na2cC
N2C

PDC
PDC
ceC
ClAa
N1a
C2A
cia
C3A
c2Aa
C4A
C3A
C5A
N1A
N1lA
C4A
Cea
N2A
N2A
C5Aa
c7a

CeA

N1B
N1B
N1B

Cé6B
C10B

N2B
N2B
N2B

clcC
C5C

N1C

N1iC .

N1iC

cecC
clocC

N2C
N2C
N2C
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cia
c3a
C2A
c4a
C3A
Ccs5Aa
C4A
C6A
C5A
Cs5a
C5a
C7Aa
C6A
C6A
C6A
cs8a

c7a

C1B
C5B
C5B

1.3495
1.3489

CéB
C10B
C10B

1.3469
1.3569

cic
Cc5C
c5C

1.3434
1.3450

ceC
clo0cC
ciocC
1.3661
C2A
1.3704
C3A
1.3900
C4A
1.3777
C5A
1.4712
C4A
C6A
C6A
1.3947
C5A
C7A
C7A
1.3753

C8A

I+ I+

+ +

4+ I+

+ I+ I+ +

4

I+

1+

128<¢73
112.01
119.21

0.0032
0.0031

118.66
117.98
123.02

0.0030
0.0031

128.77
112.46
118.70

0.0036
0.0034

118.75
118.23
122.76
0.0039
122.72
0.0041
119.23
0.0040
119.25
0.0035
118.99
0.0031
121.10
115.24
123.64
0.0034
115.07
119.50
125.43
0.0037

118.71

H 4 + 1+ 1+ H o

I+ 1+ I+

I+ + I+

i+

+ I+ I+

+ -+ I+
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C7A .
CoA.
csa
cioAa
N2A
N2A
CsA

CliA
CliaAa

clia

C10A
Cl0A
Cl1l0A
Cl2A
cl2a
Cl3A
PDA
C1B
N1B
C2B
C1B
C3B
C2B
C4B
C3B
C5B
N1B
N1B
C4B
Cé6B
N2B
N2B
CSB
C7B

Cé6B

O1T

csa
clioa
coa
Clia
clo0Aa
cioa
cioa
Cl2A
Cl3Aa
Cl4A
CilA
Cclia
Cl1lA
CliAa
Cl1iaA
Cl1iAa
Cl2A
C2B
C1lB
C3B
C2B
C4B
C3B
C5B
C4B
CéeB
C5B
CSB
C5B
C7B
C6B
Cé6B
Cé6B
C8B

Cc7B

N

coa
1.4026
C10A
1.4984
C9A
C1l1A
Cl1A
1.5603
1.5293
1.5472
C12A
C13A
C1l4A
C13A
C14A
Cl4A
C1l1A
1.3869
C2B
1.3775
C3B
1.3797
C4B
1.3777
C5B
1.4749
C4B
C6B
C6B
1.3901
C5B
C7B
C7B
1.3797

C8B

- Lo N e N aths )
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I+ 1+ I+

I+ + i+ +

i+ I+
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11s.
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( 1 00 0) ( 100 0)

c7B CS8B ° CO9B ©120.18 * 0.27

C9B C10B 1.3860 £ 0.0038. ( 10 00)

csB C9B C10B 119.81 + 0.26 ( 1000) ( 100 0)
C10B C11B 1.5014 + 0.0038 ( 100 0)

N2B C10B CoB 118.60 + 0.25 ( 1000) ( 100 0)
N2B C10B C11B 113.32 + 0.21 ( 1000) ( 100 0)
C9B C10B C11B 127.99 + 0.24 ( 1000) ( 100 0)
C11B C12B 1.5454 + 0.0038 ( 100 0)

Cl1B Cl1l3B 1.5407 + 0.0041 ( 10 0 0)

C11B C14B 1.5342 + 0.0037 ( 100 0)

C10B C11B C12B 109.05 + 0.21 ( 1000) ( 10 0:0)
C10B C11B C13B 112.84 £ 0.22 ( 1000) ( 100 0)
C10B C11B C14B 106.51 £ 0.22 ( 1000) ( 10 0°0)
C12B C1iB C13B 110.15 £ 0.23 ( 1000) ( 10 0 0)
C12B C11B C14B 109.26 + 0.21 ( 1000) ( 100 0)
C13B C11B C14B - 108.92 £ 0.23 ( 1000) ( 100 0)
PDB ~ ci12B C11B 108.87 + 0.17 ( 1 0 0 0) ( 100 0)
cic c2c 1.3701 + 0.0040 ( 100 0)

N1iC cic cac 122.12 + 0.24 ( 1000) ( 100 0)
c2c c3c 1.3793 + 0.0042 ( 100 0)

cic ca2c c3c 119.58 £ 0.25 ( 1000) ( 100 0)
c3c cac 1.3828 + 0.0039 ( 100 0)

c2c cac cac 118.99 + 0.26 ( 1000) ( 100 0)
c4c csc 1.3865 + 0.0036 ( 100 0)

c3c cac csc 119.15 + 0.25 ( 1000) ( 100 0)
csc ceC 1.4790 + 0.0032 ( 100 0)

N1C cse cac 121.39 + 0.21 ( 1000) ( 100 0)
NiC csc ceC 114.92 £ 0.22 ( 1000) ( 100 0)
cac csc cec 123.69 + 0.23 ( 1000) ( 100 0)
cec c7c 1.3774 + 0.0041 ( 100 0)

N2C cec " ¢sc 114.50 # 0.22 ( 1000) ( 10 0 0)
N2C céC c7c 120.68 + 0.23 ( 1 0 0 0) ( 100 0)
csc ce6c c7C 124.83 + 0.25 ( 1000) ( 100 0)
c7C csc 1.3872 + 0.0044 ( 100 0)

ceC c7c csc 117.58 + 0.31 ( 1000) ( 100 0)

Py o~ P -« SN mar~ LN O ANCO Y 4 N N NN
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c7cC
cocC
c8cC
c1i0cC
Na2C
N2C
cocC

CciicC
C1icC

ciic

ciocC

ciocC

ciocC
cilacC

cizc -

C13C

PDC

cscC
clo0cC
cocC
Cii1cC

ciocC
cilocC
ciocC

ciz2¢C
Ci3C
cl4cC

c11icC
ciic
Clic
ciicC
CclicC
clic

cizcC

cocC
1.3990
ciocC
1.5030
cocC
ClicC
Cl1cC
1.5578

1.5394
1.5474

. c12¢

Cl3C
C14cC
C13C
Cc14c¢C
cl14cC

C1l1ic

Intermolecular Contacts

CLA
CLB
CLB
CLB

CLC

H3A
HéeA
H3B
H7C

H3C

2.7671
2.7111
2.7019
2.8045

2.6866

I+

1+

H+ 1+ 4
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0.0053
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0.0052
0.0052
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0.31
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Table S8. - Full list of bond distances and angles for
compound 7. : '

Intramolecular Contacts

PD CL 2.3138 = 0.0010 ( 10 0 0)

PD N1 2.1384 £ 0.0020 ( 100 0)

PD N2 2.0462 = 0.0022 ( 100 0)

PD ci3 2.0216 * 0.0025 ( 10 0 0)

CL PD N1l 96.31 *+ 0.10 ( 100 0) ( 100 0)

CL PD N2 174.41 * 0.10 ( ‘1 0 0 0) ( 100 0)

CL PD C13 88.05 + 0.10 ( 1 00 0) ( 100 0)

N1 PD N2 79.08 * 0.10 ( 1 0 0 0) ( 10 0 0)
. N1 PD C13 175.57 * 0.10 ¢ 10 0 0) (100 0)

N2 PD - C13 ' 96.52 * 0.10 ( 1.0 0 0) ( 10 0.0)

N1 Cl 1.3481 + 0.0036 ( 100 0)

N1 c5 1.3421 + 0.0036 ( 10 0 0)

PD N1 Cl 127.25 + 0.20 ( 1 00 0) ( 100 0)

PD N1 cs5 113.49 + 0.17 ( 100 0) ( 1 0 0 0)

Cl N1 C5 119.17 + 0.23 ( 100 0) ( 100 0)

N2 C6 1.3636 * 0.0032 - ( 1 00 0)

N2 C10 1.3464 £ 0.0033 ( 1 0 0 0)

PD N2 Cé 115.11 + 0.17 ( 10 0 0) ( 1 00 0)

PD N2 Cc10 125.32 + 0.17 ( 100 0) ( 1 0 0 0)

Cé N2 C10 119.26 * 0.23 ( 100 0) ( 100 0)

c1 c2 1.3781 + 0.0044 ( 10 0 0)

N1 c1 c2 121.75 * 0.31 ( 100 0) ( 100 0)

c2 c3 1.3619 * 0.0055 ( 100 0)

Cl Cc2 C3 119.26 * 0.31 ( 10 0 0) ( 100 0)

c3 Cc4 1.3877 £ 0.0050 ( 100 0)

c2 c3 c4 119.85 * 0.31 ( 10 0 0) ( 10 0 0)

C4 : C5 1.3898 + 0.0039 ( 1 0 0 0)

c3 c4 (o]} 118.42 * 0.30 ( 10 0 0) ( 10 0 0)

CS Cé6 1.4897 = 0.0037 - ( 100 0)

N1 c5 ca 121.55 * 0.25 ( 10 0 0) ( 10 0 0)

N1 c5 cé 115.42 + 0.22 ( 10 0 0) ( 10 0 0)

c4 c5 cé 123.02 * 0.26 ( 10 0 0) ( 1 0 0 0)

cé C7 1.3725 t 0.0043 ( 100 0)

N2 (of3 C5 115.96 + 0.24 ( 100 0) ( 10 0 0)
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c5 Ccé c7 121.94 + 0.24 ( 1000) ( 100 0)
c7 cs 1.3786 + 0.0047 ( 100 0)
cs c7 cs 118.77 £+ 0.27 ( 1000) {( 10 0 0)
cs co 1.3791 % 0.0042 ( 100 0)
c7 cs €9 119.40 + 0.30 ( 1000) ( 100 0)
co c10 1.3927 + 0.0043 ( 100 0)
cs co c10 119.99 £ 0.29 ( 1000) ( 100 0)
c10 c11 1.4871 + 0.0038 ( 100 0)
N2 ~ c10 co 120.28 + 0.24 ( 1000) ( 100 0)
N2 c10 c11 © 119.56 + 0.25 ( 1000) ( 10 0 0)
co C10 c11 120.15 + 0.24 ( 1000) ( 100 0)
c11 c12 1.5358 * 0.0037 ( 100 0)
Cc10 c11 c12 ©116.91 £ 0.21 ( 1000) ( 100 0)
c12 c13 1.5160 * 0.0039 ( 100 0)
c12 c14 1.5337 + 0.0041 ( 100 0)
c12 c15 1.5319 + 0.0041 ( 100 0)
c11 c12 c13 110.70 £+ 0.20 ( 1000) ( 100 0)
c11 c12 c14 107.05 # 0.21 ( ‘1 000) ( 100 0)
c11 c12 c1s 109.83 + 0.25 ( 1000) ( 10 0 O0)
c13 c12 c14 108.57 + 0.24 ( 1000) ( 100 0)
C13 c12 C15 111.36 + 0.22 ( 1000) ( 100 0)
cl4 c12 C15 109.22 + 0.22 ( 1000) ( 100 0)
PD c13 c12 116.66 + 0.19 ( 1000) ( 10 0 0)

Intermolecular Contacts

cL H4 2.7880 ( 1-1 0 0)




